LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.887 69 70 88 rBv 69065 271383 3.45% 0.386%
2 4.830 237 240 250 rBVY 1206317 2126331 27.04% 3.026%
3 5.287 277 280 283 rBVY 4487280 6423594 81.69% 9.140%
4 6.350 369 373 375 rBVY 5734119 6836164 86.94% 9.727%
5 6.453 379 382 385 rBVY 5639865 6005742 76.38% 8.546%
6 6.682 399 402 404 rBVY 1282342 1247930 15.87% 1.776%
7 6.842 413 416 418 rBY 4076184 5147908 65.47% 7.325%
8 7.253 448 452 454 rBV 4242650 4787498 60.89% 6.812%
9 7.962 512 514 517 rBVY 1811448 1938803 24.66% 2.759%
10 9.048 606 609 611 rBY 7325046 7863000 100.00% 11.189%

11 9.448 641 644 646 rBV 2862535 2755867 35.05% 3.921%
12 9.653 657 662 665 rBv2 109100 217869 2.77% 0.310%
13 9.710 665 667 670 rBV 1723403 2163328 27.51% 3.078%
14 9.939 684 687 689 rBvV 79730 116296 1.48% 0.165%
15 10.156 701 706 710 rVB3 77102 165888 2.11% 0.236%

16 10.511 733 737 739 rBV 4172757 5146084 65.45% 7.323%
17 10.636 743 748 751 rBv2 118707 238732 3.04% 0.340%
18 11.082 782 787 788 rBv2 116669 159292 2.03% 0.227%
19 11.196 794 797 799 rBV 2457250 2306950 29.34% 3.283%
20 11.505 822 824 827 rVB 100638 94209 1.20% 0.134%

21 11.745 842 845 849 rBV2 1014042 1305777 16.61% 1.858%
22 11.882 855 857 864 rvB2 29438 87500 1.11% 0.125%
23 12.522 910 913 919 rBvV2 486022 818267 10.41% 1.164%
24 12.625 919 922 925 rVB2 70589 124619 1.58% 0.177%
25 12.785 933 936 939 rBV 6003286 6725808 85.54% 9.570%

26 13.345 981 985 988 rBV3 47746 90501 1.15% 0.129%
27 13.688 1012 1015 1024 rBV2 353051 477563 6.07% 0.680%
28 13.825 1024 1027 1030 rBV 2282319 2248690 28.60% 3.200%
29 14.317 1066 1070 1076 rBVZ2 53949 133046 1.69% 0.189%
30 14.911 1119 1122 1127 rBV 84292 130330 1.66% 0.185%

31 15.208 1145 1148 1150 rBV 1435246 1786930 22.73% 2.543%
32 15.631 1182 1185 1187 rBV 94120 153937 1.96% 0.219%
33 16.065 1220 1223 1228 rVB2 41695 91239 1.16% 0.130%
34 16.328 1242 1246 1251 rVB2 44471 89723 1.14% 0.128%

8270-BF122116.M Sat Dec 31 04:02:14 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 70276798
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF123016\

BF092044.D

30 Dec 2016 14:01

UM/SsJ

H6262-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF092044.D

345

5.29

2.89

684 25

6.68

0
Time-->

T
2.50

3.00

3.50

4.00

4.50

5.00

5.50
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7000000

6000000

5000000

4000000

3000000

(.96

2000000

1000000

0

TIC: BF092044.D
05

10.51

11.20
9.71
11.74

9.65 9.9410.16 J_&Q@ 11.0 11.50 }hl.%

12.79

13.6
1335 K

T
Time--> 8.00

8.50

9.50

10.00 10.50 11.00 11.50 12.00

9.00

12.50

13.00

13.50

Abundance
7000000

6000000

5000000

4000000

3000000

3.83

2000000

1000000

0

TIC: BF092044.D

15.21

14.32 14.91 15.63 16.07 16.33

Time-->

14.00

14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown2.89 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

2.89 4_.35 ng 271383 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(H)-1.2-Propanediol 76 C3H802 004254-15-3 40
2 Muramic acid 251 C9H17NO7 001114-41-6 9
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 Methyltartronic acid 134 C4H605 000595-98-2 9
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 70 (2.887 min): BF092044.D (-69) (-) m/z 45.10 100.00%
45
5000 ﬁ\\\\\\-
| e g 260 2.80 3.00 3.0
-1t m/z 43.05 17.67%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #930: (S)-(+)-1,2-Propanediol
45
5000 L L L L I
2.60 280 300 3.20
m/z 61.00 6.03%
m/z--> 25 Jo éo éo 160 150 150 160 180 260 220
Abundance
45
260 2.80 3.00 3.0
5000 m/z 44.00 4 .60%
1829
56 72 84 98 113126 144155 173184 202 215
m/z--> 25 Jo éo éo 160 120 140 160 180 200 220
Abundance #917: Propylene GlyCOl L L L L B
45 2.60 2.80 3.00 3.20
m/z 42.00 3.34%
5000
15 7 6l o4
m/z--> 25 ' éo éo 160 150 150 160 180 260 220 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.83 34.08 ng 2126330 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 240 (4.830 min): BF092044.D (-237) (-) m/z 43.00 100.00%
43
59
5000
1o 440 460 480 5.00 520
..,....,.?.6.','::..??.:!,...‘??....,?.3..,...:,|....,....,....,....,...., m/z 59.10 58.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRI R R R
440 460 4.80 5.00 5.20
m/z 101.00 19.45%
"|“"i}'“l""w"'l'“'l'“'|§?“|9§'}ﬁ{"|”"|'“'|"“|"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 5.00 520
5000 m/z 58.00 14 .64%
41
29 101
50 73 86
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e B R ..
59 440 460 480 500 520

m/z 41.05 9.37%

5000 41
68
126 142
.w.”w.”.“”.“.““.”,”.w”.w.”w.”.““.“.”,“”,”.w

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.45 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.45 96.25 ng 6005740 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 382 (6.453 min): BF092044.D (-379) (-) m/z 132.00 100.00%
5000 68
620 640 6.60 6.80
R B m/z 68.10 47 .73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 USRS A AR
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 33.15%
| A H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80
5000 gg 116 m/z 66.00 29.93%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- i
132 6.20 6.40 6.60 6.80
m/z 69.05 18.97%
5000
63 81
31 59 1 w\‘ \\72‘ ‘\ \92 10\]-\1:!-\2 ‘
m/z--> 4'0 6|0 8|O 1(')0 150 14'10 1('30 15';0 6.|20 6.110 6.%0 6.|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 1,6-Anhydro-.beta.-D-glucop... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

9.65 2.01 ng 217869 Acenaphthene-d10 9.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Anhvdro-.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 72
2 D-Allose 180 C6H1206 002595-97-3 72
3 Pentanoic acid 102 C5H1002 000109-52-4 40
4 Heptanoic acid 130 C7H1402 000111-14-8 40
5 Ethyl _beta.-d-riboside 178 C7H1405 1000126-95-4 40

Abundance Scan 662 (9.653 min): BF092044.D (-657) (-) m/z 60.00 100.00%
ep
5000
43 3 J NP
g5 98 9.40 9.60 9.80 10.00
uJu.,u..J,.”?ﬁq...,?f?.¥?...,.. m/z 57.00 54.32%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan)
60

5000 e e
73 9.40 9.60 980 1000

29 m/z 73.00 32.00%

43
98
..‘}?.uh..,ﬂw..w & e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60

9.40 9.60 9.80 10.00

5000 7 m/z 43.10 27.58%
43 o8
89 15126 1% 163 180
T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4158: Pentanoic acid R A BAR T e  S
60 9.40 9.60 9.80 10.00
m/z 56.00 19.53%
5000 73
29 41
- .,.L‘..MWJ?Q‘w‘.. L
m/z--> 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.64 2.07 ng 238732 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 748 (10.636 min): BF092044.D (-743) (-) m/z 57.10 100.00%

57

5000

10.40 10.60 10.80 11.00

U3 140
m/z 71.10 70.81%

168 192

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane
57
5000 85 L B B B B
4 10 40 10 60 10 80 11. OO
m/z 43.10 59.88%
2 | | |, 13 141 169 18
T e T e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R e R R R s R
10.40 10.60 10.80 11.00
5000 m/z 85.05 40.37%
85
41
26 113 141 169 212
mﬁmﬁmﬁrﬂwﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane i B LA o s s B
57 10.40 10.60 10.80 11.00
m/z 41.05 23.40%
85
5000
4
113
‘ ‘M L | 141 169 197 225 253268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.75 11.32 ng 1305780 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 25
Abundance Scan 845 (11.745 min): BF092044.D (-842) (-) m/z 73.00 100.00%
73
43 60
5000 129 JA\_
97 115 213 AL AU
| 143157171185 19017 57 256 1140 1160 1180 1200
OF el m/z 59.95 81.50%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L DU B B BRI B
129 nmnmumnm
m/z 43.10 81.43%

157171 185 213
.HH\ \\u MBI | Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73

43 11.40 11.60 11.80 12.00
5000 129 m/z 57.05 69.82%
29
87 15 ok 214
99 143157 185
IR B o o B e RARANREEEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00

m/z 41.10 59.50%

129
5000 29 o
3 199
g | T e
||‘|||‘|‘i‘||“l”||h ‘ H M \\‘\ L ||i|| ‘ 225 I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.52 7.28 ng 818267 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 913 (12.522 min): BF092044.D (-910) (-) m/z 43.05 100.00%
B 78
5000 129
Vs 185 241 12.20 12,40 12.60 12.80
157171 1 199 227 284 : : : :
S 259 m/z 73.00 95.59%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129
12.20 12.40 12.60 12.80
29 m/z 57.10 83.10%
\‘ LIl ‘
T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
S R REEEEEEREE S e
12.20 12.40 12.60 12.80
5000 o 129 m/z 60.00 82.95%
87 143 185199 242
101 157 213
mmmmmwwwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73 12.20 12.40 12.60 12.80
m/z 55.10 71.00%
43 57
5000
129
29 ‘ ‘ 171 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF123016\
Data File : BF092044.D

Aca On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Dichloroacetic acid, heptad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.25 ng 477563 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 1-Nonadecanol 284 C19H400 001454-84-8 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
5 1-Octadecanol 270 C18H380 000112-92-5 90
Abundance Scan 1015 (13.688 min): BF092044.D (-1012) (-) m/z 57.10 100.00%

5000

-

13.40 13.60 13.80 14.00
m/z 83.10 92.34%

126 149 167187 509

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester

-

5000
13.40 13.60 13.80 14.00

m/z 43.10 83.00%

154169 191 210 238 25 295

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 83
St ——
13.40 13.60 13.80 14.00
5000 m/z 55.05 80.19%
68 111
27
126 154 180 210 238 266

mmmmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester T T T
13.40 13.60 13.80 14.00

m/z 97.10 76.78%

-

69

5000

125

153168

5

196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF123016\
Data File : BF092044.D

Acq On : 30 Dec 2016 14:01

Operator : UM/SJ

Sample : H6262-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown?2 .89 2.89 4.3 ng 271383 1 6.68 1247930 20.0
2-Pentanone, 4-hy... 4.83 34.1 ng 2126330 1 6.68 1247930 20.0
unknown6 .45 6.45 96.3 ng 6005740 1 6.68 1247930 20.0
1,6-Anhydro-_beta. .. 9.65 2.0 ng 217869 3 9.71 2163330 20.0
Tetradecane 10.64 2.1 ng 238732 4 11.20 2306950 20.0
n-Hexadecanoic acid 11.75 11.3 ng 1305780 4 11.20 2306950 20.0
Octadecanoic acid 12.52 7.3 ng 818267 5 13.83 2248690 20.0
Dichloroacetic ac... 13.69 4.3 ng 477563 5 13.83 2248690 20.0
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